
In the Claims 



Please amend claims 1, 18, 19 and 20. 
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1. (AmendedK A molecular reaction characteristic predicting 
method for predicting a reaction characteristic of a molecule, 




said method comprising the steps of: 

setting a mo\Lecule surrounding surface surrounding the 
~ *\molecule so as to \pe reflected in a spatial dimension of the 

molecule, and assuming that a space surrounded by said molecule 
surrounding surface \is a molecule surrounding space; 

dividing said molecule surrounding space into a plurality of 
component spaces, by which a reaction characteristic of said 



mo 



lecule is characterized, in accordance with a predetermined 



space dividing procedureV and assuming that contour surfaces 
surrounding said components, spaces are component surrounding 
surfaces, said molecule survrounding space being divided so as 
that each component space of \ the plurality of component spaces 
includes therein each one atoA composing the molecule; 

assuming that a portion of Vach of said component 
surrounding surfaces appearing outside on said molecule 
surrounding surface is a frontier ^irrounding surface of each of 
said component spaces; 

providing probe points on said fi^ontier surrounding surface 
of each of said component spaces at regular intervals; 
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deriving a\rate of said molecule surrounding space occupied 
by each of said Component spaces, as a space occupied rate of 
each of said component spaces; 

deriving electVostatic energies between a unit charge set at 
each of said probe p&ints and charges of all of atoms of said 



mo 



lecule, for each of \said probe points on said frontier 



surrounding surface of esach of said component spaces, and 
deriving the sum of said Electrostatic energies on said frontier 
surrounding surface of a corresponding one of said component 
spaces, as an electrostatic factor of said corresponding one of 
said component spaces; 

deriving van der Waals energies between a probe atom, which 
is set at each of said probe pointy and which has a predetermined 
steric characteristic, and all of said atoms of said molecule, 
for each of said probe points on saidv frontier surrounding 
surface of each of said component spactes, and deriving the sum of 
said van der Waals energies on said frontier surrounding surface 
of said corresponding one of said component spaces, as a steric 
factor of said corresponding one of said component spaces; and 

assuming that said space occupied rateAsaid electrostatic 
factor and said steric factor are reaction characteristic values 
of said corresponding one of said component spaces, and 
predicting a reaction characteristic of said moleVule on the 
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basis of said Reaction characteristic values of each of said 
component spaces 



18. (AmenXed) A molecular reaction characteristic predicting 
method comprising the steps of: 

describing atomic spherical surfaces, each of which 
surrounds a corresponding one of atoms of a molecule; 



assuming 



that a portion of each of said atomic spherical 



surfaces intersecting the atomic spherical surfaces of other 
atoms of said molecVle is an interior spherical surface; 



assuming 



that aXportion of each of said atomic spherical 



surfaces other than sikd interior spherical surface is a frontier 
spherical surface, the frontier spherical surface being appeared 
outside ; 

providing probe point^s on each of said atomic spherical 
surfaces at regular intervals; 

deriving a rate of occupied space as a space occupied rate 
of a corresponding one of said atoms, for each of said atoms; 

deriving electrostatic energies between a unit charge set at 
each of said probe points and charges of all of said atoms of 
said molecule, for each of said prbbe points on said frontier 
spherical surface of each of said attorns; 

deriving the sum of said electrostatic energies on said 
frontier surrounding surface of a corresponding one of said 
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atoms, cNb an electrostatic factor of said corresponding one of 
said atomsy 

deriving van der Waals energies between a probe atom, which 
is set at eadh of said probe points and which has a predetermined 
steric characteristic, and all of said atoms of said molecule, 
for each of saifl probe points on said frontier surrounding 
surface of each of said atoms; 

deriving the\sum of said van der Waals energies on said 
frontier surrounding surface of said corresponding one of said 
atoms, as a steric factor of said corresponding one of said 
atoms ; 

assuming that sai^d space occupied rate, said electrostatic 
factor and said steric Vactor are reaction characteristic values 
of said corresponding one of said atoms; and 

predicting a reactioriv characteristic of said molecule on the 
basis of said reaction characteristic values of each of said 
atoms . 



19. (Amended) A reactiofa characteristic predicting map for 
predicting a reaction characteristic of a molecule, wherein 
referring to a molecular rea*c\ion characteristic predicting 
method for predicting a reacNs^ofa^/haracteristic of a molecule, 
said method comprising the steps \pf: 
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setting a molecule surrounding surface so as to be reflected 
in a spatial\dimension of a molecule, and assuming that a space 
surrounded by^aid molecule surrounding surface is a molecule 
surrounding space ; 

dividing said molecule surrounding space into a plurality of 
component spaces, \by which a reaction characteristic of said 



mo 



lecule is characterized, in accordance with a predetermined 



space dividing procedure, and assuming that contour surfaces 
surrounding said component spaces are component surrounding 
surfaces, said molecule surrounding space being divided so as 
that each component spaqe of the plurality of component spaces 



includes therein each one\ at 



composing the molecule; 



assuming that a portion of each of said component 
surrounding surfaces app/earing outside on said molecule 
surrounding surface is ja frontier surrounding surface of each of 
said component spaces; 

providing probe points on skid frontier surrounding surface 



of each of said component\pace. 



regular intervals ; 



deriving a rate of said molecuPe surrounding space occupied 
by each of said component spaces, as 3^ space occupied rate of 
each of said component spaces; 

deriving electrostatic energies between a unit charge set at 
each of said probe points and charges of aM of atoms of said 
molecule, for each of said probe points on said frontier 
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surrounding surface of each of said component spaces, and 
deriving the sum df said electrostatic energies on said frontier 
surrounding surface of a corresponding one of said component 
spaces, as an electrostatic factor of said corresponding one of 

said component spaces; 

deriving van derWaals energies between a probe atom, which 
is set at each of said\probe points and which has a predetermined 
steric characteristic, knd all of said atoms of said molecule, 
for each of said probe points on said frontier surrounding 
surface of each of said component spaces, and deriving the sum of 
said van der Waals energies on said frontier surrounding surface 
of said corresponding one of s^tT2oc^onent spaces, as a steric 
factor of said correspondingAone of said component spaces; and 

assuming that said sdace \pccupied rate, said electrostatic 
factor and said steric factor aVe reaction/ characteristic values 
of said corresponding onfe of said component spaces, and 



predicting a reaction ch 



racteriskic pf said molecule on the 



basis of said reaction cM%racteri^fi^.c values of each of said 

component spaces; 

said space occupied rate, said electrostatic factor and said 
steric factor are derived for each of s^aid component spaces 
forming said molecular surrounding space\of each of a plurality 
of molecules, the reaction characterist ics\ of which are to be 



predicted, 
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a plurality offsets of input data are generated so as to 
correspond to said plurality of component spaces of each of said 
plurality of molecules\ each set of said plurality of sets of 
input data being formed Yy^wtid space occupied rate, said 
electrostatic factor and feaid steric factor, 

said plurality of sit\ of generated input data are processed 
in accordance with a techAi^e j/f a self -organizing neural 
network, and 

the processed result is displayed so as to indicate reaction 
characteristics of said plurality of molecules. 



20 . 



(Amended^ A computer -readable storage medium having stored a 
program for predicting a reaction characteristic of a molecule, 
said program carrying out a process comprising the steps of: 
setting a molecule surrounding surface surrounding the 
molecule so as to b\ reflected in a spatial dimension of a 
molecule, and assuming that a space surrounded by said molecule 
surrounding surface is\a molecule surrounding space; 

dividing said molecule surrounding space into a plurality of 
component spaces, by whicX a reaction characteristic of said 
molecule is characterized, Vn accordance with a predetermined 
space dividing procedure, and, assuming that contour surfaces 
surrounding said component spaces are component surrounding 
surfaces, said molecule surrounding space being divided so as 



8 





that each component space of the plurality of component spaces 
includes therein each one atom composing the molecule; 

assuming that a portion of each of said component 
surrounding surfaces appearing outside on said molecule 
surrounding surface is a frontier surrounding surface of each of 

said component spaces; 

providing proL points on said frontier surrounding surface 
of each of said component spaces at regular intervals; 

deriving a rate\of said molecule surrounding space occupied 
by each of said component spaces, as a space occupied rate of 
each of said component \ spaces ; 

deriving electrostatic energies between a unit charge set at 
each of said probe points and charges of all of atoms of said 
molecule, for each of said probe points on said frontier 
surrounding surface of eact\ of said component spaces, and 
deriving the sum of said electrostatic energies on said frontier 
surrounding surface of a corresponding one of said component 
spaces, as an electrostatic factor of said corresponding one of 

said component spaces; 

deriving van der Waals energies between a probe atom, which 
is set at each of said probe points and which has a predetermined 

\ 

steric characteristic, and all of said atoms of said molecule, 
for each of said probe points on said frontier surrounding 
surface of each of said component spactes, and deriving the sum of 



said van d£sr Waals energies on said frontier surrounding surface 
of said corresponding one of said component spaces as a steric 
factor of said\ corresponding one of said component spaces; and 

assuming that said space occupied rate, said electrostatic 
factor and said Steric factor are reaction characteristic values 
of said corresponding one of said component spaces, and 
predicting a reaction characteristic of said molecule on the 
basis of said reaction characteristic values of each of said 
component spaces . \ 
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